The geometry optimizations and zero-point vibrational energy (ZPVE) were carried out with the B3LYP functional with the 6-31G** basis set 1-2 for all atoms except metals.
which has the intermolecular interaction of a dilute solution; (3) then finally this hypothetical solution is diluted to 1M (1 mol, 1L).
In the first step, due to the compression, the solute loses entropy of e.u. 1 55.5 1.987 ln 1.987 ln 14.3 24.5
In the second step, Wertz proposed that the solute loses 46% of its translational and rotational entropies, which means only 54% of translational and rotational entropy remains.
In the third step, due to the expansion, the solute gains entropy of e.u. 
